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attice-constant refinement

1. Refining lattice constant
Evaluation of lattice constants using single peak position
= The evaluated constant depends on the peak you choose
Experimental errors are not well considered etc.

Thus, it is difficult to evaluate the lattice constant accurately

Abetter way is to fit all the peaks by varying the lattice constants so that most peak positions
are reproduced
Also, experimental errors are also included in the fitting parameters

= “Lattice constant refinement”

Here we use a program called “TOPAS” and analyze the data with the WPPD method.
If you want to determine atomic positions within the unit cell, you should use the Rietveld

method.

2. Analysis procedure

Refer to the manual in the lab.



